. Structure parameters for M n (COT) n+1 (n=1,2) clusters and bimetal sandwich clusters as well as their infinite molecular wires. R C-C and R C-H are the length of C-C and C-H bonds of COT rings, and R M-COT is the distance between transition metal atoms and the center of COT ring. clusters, M=Ti-Fe (a-e).
S4 Table S2 . Structure parameters for bimetal sandwich clusters as well as their infinite molecular wires. R C-C and R C-H are the length of C-C and C-H bonds of COT rings, and R M-COT is the distance between transition metal atoms and the center of COT ring. Table S3 . Electron transferred from transition metal atoms to neighboring COT ligands for 
